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HPLC-MS data 
HPLC retention times and purity of the compounds. 
Purification of the compounds was performed with Schimadzu LC Solution (Prominence) 
system by using manual injector and a diode array (SPD M20A) detector. Separation was 
achieved with a Gemini C18 5 μ column (250×4.6 mm i.d Phenomenex) protected by a 5 μ 
Gemini C18 4×2.0 mm guard column. Mobile phase A: 0.1 % TFA, mobile phase B: 0.1% 
TFA in ACN and a flow of 1 ml/min were employed. Linear gradient elution was started at 3 
min (injection time was also at 3 min) with 10% to 30% B. The speed of the gradient is 
specified in the table. 
Table S1 
Code, structure, molecular formula, exact monoisotopic mass 
and MW. Letters L or D note configurations of amino acids. 




































































































































































15%B-90%B/30 min 14.5 100% 1395 
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10%B-60%B/30min 13.5  [M+H]2+ 
816 
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 5-Tamra-RADDS(p)DDDDD 
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Table S2 Residual activities of 140 kinases in the presence of ARC-1502 (1 µM final 
concentration). Kinases correspond to sequences of human origin unless specified. The 
selectivity panel was conducted on commercial basis by International Centre for Kinase 
Profiling (University of Dundee) using radiometric filter-binding assay. The ATP 
concentrations are at or below the calculated Km value for that kinase except when denoted 
with asterisk. Residual activities are expressed as a percentage of the control without inhibitor 
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Table S3 X-ray diffraction data and refinement statistics of the CK2α1-335/ ARC-1154 co-
crystal structure (4FBX) 
Diffraction data 
Space group P43212 
Cell dimensions [Å] 72.114, 72.114, 135.056 
Resolution [Å] 32.25 – 2.33 (2.46 – 2.33)#
Unique reflections 15925 
Rsym [%]  9.5 (64.0)#
I/σI (last shell) 18.8 (2.0)#
Completeness [%]  99.9 (99.8)#
Redundancy 8.0 (4.0)#  
Wilson B-factor [Å2]  38.8 
Structure refinement and validation 
Resolution [Å] 31.81 – 2.33 
No. of refl. in working set/test set 14944 / 924 
Rwork / Rfree [%] 19.9 / 24.9 
Composition of asymm. unit 
          protomers 
          missing (disordered) res 
         ATP-site ligands 
         further ligands 




1 ARC-1154 molecule 
5 chloride ions 
122 
Ramachandran plot quality## 
        favoured  
        allowed  






bond lengths [Å] 




#Values in brackets refer to the highest res. shell 
##according to MolProbity1 embedded in PHENIX2
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UV-spectrum of 8-(4,5,6,7-tetrabromo-1H-benzimidazol-1-yl)octanoic acid. 
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